The data reported in this article are structural and physicochemical properties for bare and F, O, OH and CH 3 O-functionalized Nb n þ 1 C n (n ¼ 1, 2, 3 and 4) MXenes. The structural properties are presented as top views and side views from the X direction of the optimal structures of studied MXenes. The physicochemical properties include quantum capacitances, electrostatic potentials and electronic properties such as the projected density of states (PDOS) and band structures. Further interpretation and discussion of these data can be obtained from the article entitled "Possibility of bare and functionalized niobium carbide MXenes for electrode materials of supercapacitors and field emitters" (Xin and Yu, 2017) [1].
Specifications

Value of the data
The electrostatic potential data could serve as a benchmark for the researchers in designing the electrodes of field emitters.
The quantum capacitance data could be used to select the materials for cathode and anode of supercapacitors.
The projected density of states (PDOS) and band structures would provide a reference data for designers of electronics.
Data
The data in this article have been gathered under a program to study physicochemical properties of MXenes as energy and electronics materials.
Figs. 1-7 demonstrate the top views and side views from the X direction of the optimal structures of Nb n þ 1 C n (n ¼ 1, 2, 3 and 4), Nb 2 CF 2 and Nb 2 C(OCH 3 ) 2 , Nb 2 CO 2 and Nb 2 C(OH) 2 , Nb 4 C 3 F 2 and Table 1 shows the values of the quantum capacitance (C Q in μF/cm 2 ) of bare and F, O, OH and CH 3 O-functionalized Nb n þ 1 C n (n ¼ 1, 2, 3 and 4) MXenes.
Computational methods
The figures are the outcome of the CASTEP and the quantum capacitance data were calculated using numerical integration of DOS. More details can be found in [1] . 
Table 1
The quantum capacitance C Q of Nb n þ 1 C n X 2 (n ¼ 1, 2, 3, 4, X ¼ F, O, OH, and OCH 3 ) at the negative and positive electrodes. 
